Apart from numerous applications in basic research, crystal structure conformation of small molecules has always been the choice for binding energy calculations in molecular modeling during drug discovery process (Pascard, 1995). The reason is it provides coordinates for the most favorable stereo positions of the atoms in solid state.Use of the low energy
The asymmetric unit of the title compound, C 13 H 8 Br 2 OS, contains two molecules, in which the dihedral angles between the thiophene and benzene rings are 10.5 (3) and 33.2 (4) . There are no significant directional interactions in the crystal.
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The asymmetric unit of (2E)-1-(5-bromothiophen-2-yl)-3-(2-bromophenyl)prop-2-en-1-one, C 13 H 8 Br 2 OS, contain two molecules (Fig. 1) . The five-membered thiophene rings (S3a\C5a\···C8a) & (S3b\C5b\···C8b) are not coplanar with the phenyl rings (C12a\C13a\···C17a) & (C12b\C13b\···C17b) system; the dihedral angle between the two planes are 10.5 (3)° and 33.2 (4)° of A and B molecules respectivelly. Bond distances and bond angles are in good agreement with those observed in related crystal structures (Liang et al., 2011; Alex et al., 1993; Li et al., 1993) . The packing of molecules in the crystal structure is depicted in Fig. 2 .
Experimental
A mixture of 2-acetyl-5-bromothiophene (0.01 mole) and 2-bromobenzaldehyde (0.01 mole) were stirred in ethanol (30 ml) and then an aqueous solution of potassium hydroxide (40%, 15 ml)was added to it. The mixture was kept over night at room temperature and then it was poured into crushed ice and acidified with dilute hydrochloric acid. The precipiteted chalcone was filtered and crystallized from ethanol as colourless prisms.
Refinement
All H atoms were positioned at calculated positions C-H = 0.93 Å for aromatic H and refined using a riding model with U iso (H) = 1.2U eq (C)for aromatic H. Attempts to model non-merohedral twinning resulted in no improvement. The molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level.
Computing details

Figure 2
Packing of the molecules. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(2E)-3-(2-Bromophenyl)-1-(5-bromothiophen-2-yl)prop-2-en-1-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) O4B-C9B-C8B 122.2 (7) O4A-C9A-C8A 120.8 (7) O4B-C9B-C10B 121.4 (7) C10A-C9A-C8A 116.1 (6) C8B-C9B-C10B 116.4 (6) C11A-C10A-C9A 121.9 (7) C11B-C10B-C9B 123.1 (6) C11A-C10A-H10A 119.0 C11B-C10B-H10B 118.5 C9A-C10A-H10A 119.0 C9B-C10B-H10B 118.5 C10A-C11A-C12A 128.0 (7) C10B-C11B-C12B 127.4 (6) C10A-C11A-H11A 116.0 C10B-C11B-H11B 116.3 C12A-C11A-H11A 116.0 C12B-C11B-H11B 116.3 C17A-C12A-C13A 115.1 (6) C17B-C12B-C13B 116.6 (6) C17A-C12A-C11A 124.1 (6) C17B-C12B-C11B 124.9 (6) C13A-C12A-C11A 120.8 (6) C13B-C12B-C11B 118.4 (6) C14A-C13A-C12A 121.8 (7) C14B-C13B-C12B 120.9 (7) C14A-C13A-H13A 119.1 C14B-C13B-H13B 119.5 C12A-C13A-H13A 119.1 C12B-C13B-H13B 119.5 C15A-C14A-C13A 120.3 (7) C15B-C14B-C13B 120.6 (7) C15A-C14A-H14A 119.9 C15B-C14B-H14B 119.7 C13A-C14A-H14A 119.9 C13B-C14B-H14B 119.7 C14A-C15A-C16A 120.5 (7) C16B-C15B-C14B 119.4 (7) C14A-C15A-H15A 119.8 C16B-C15B-H15B 120.3 C16A-C15A-H15A 119.8 C14B-C15B-H15B 120.3 C17A-C16A-C15A 118.2 (7) C15B-C16B-C17B 120.2 (7) C17A-C16A-H16A 120.9 C15B-C16B-H16B 119.9 C15A-C16A-H16A 120.9 C17B-C16B-H16B 119.9 C12A-C17A-C16A 124.1 (6) C12B-C17B-C16B 122.3 (6) C12A-C17A-Br2A 120.4 (5) C12B-C17B-Br2B 119.7 (5) C16A-C17A-Br2A 115.5 (5) C16B-C17B-Br2B 118.0 (6) 
